Granular materials are special materials, from the continuum-mechanical viewpoint, in the sense that they possess a clear microstructure of grains and intergrain contacts. In addition, the grains have translational as well as rotational degrees of freedom.
The developed micromechanical expression is verified by comparing its results with the macroscopic deformation as determined from the displacements at the boundary. Results of DEM simulations of a biaxial test (where the average rotation is equal to zero) and a shear test (where the average rotation is not equal to zero) are employed for this verification. The developed micromechanical expression for the displacement gradient is subsequently used to study deformation patterns in a complex case of a biaxial test where a shear band is formed.
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Introduction
For several decades, mechanicians and physicists have been fascinated by the properties of granular materials [11, 17, 29, 33] : are they fluid-like materials or solidlike materials? According to the applied loading and to the porosity of the specimen (i.e. the ratio between void volume and total volume) at hand, different types of behaviour may be observed. Granular materials can flow like a fluid (as in grain avalanches [2, 3, 31, 34] ), or exhibit mechanical strength as solids do [4, 6, 8, 28] . In fact, an important characteristic of granular materials is that they possess an internal structure, determined by the constituent grains and their arrangement. Grains can be regarded as the elementary scale of granular materials, except when grains can be deformed in the same range of magnitude as the whole specimen.
The prediction of macroscopic strains in a given granular volume is of great interest, both for scientific and engineering purposes. Most soils are granular geomaterials, whose strains have to be correctly modelled over a given loading path, for instance in order to check their compatibility with a given civil engineering project. The investigation of the stability of natural slopes also requires that the strain field within the soil body is correctly determined. A related challenge concerns the development of powerful constitutive models for granular materials. This is an important field in engineering sciences, in order to perform numerical simulations to predict the response of a given structure under different loading conditions. Even though considerable progress has been achieved in this domain, further research studies are still expected to better relate the macroscopic properties of the materials to their inherent microstructure.
The basic properties of granular materials are deeply related to the specific kinematics of the grains. Particular patterns of grains in contact may be present. These patterns evolve over a given loading path, due to the fact that grains in contact may slide or may rotate, possibly leading to the opening of the contact (or disruption of the contact). Alternatively, additional contacts may be created due to grains moving towards one another. Basically, two kinds of patterns exist within a granular assembly. Firstly, quasi-linear patterns of grains (also denoted as force chains) that are formed by a few grains in contact that are more or less aligned [23, 32, 33] . Such patterns account for the transmission of significant stress levels within the material. Secondly, grains arrange in closed loops (in two-dimensional conditions) or in some sort of aggregates (in three-dimensional conditions), consisting of a collection of grains in contact [24, 25, 35, 36, 37] . Such arrangements account for the deformation of the specimen, especially when grains are nearly rigid. Basically, the deformation stems from the relative displacements between grains (by sliding or rolling). As a result, an outstanding feature of granular materials is that stress properties relate to the columnlike patterns of grains, whereas strain properties result from the deformability of aggregates (or closed loops in two-dimensional conditions), i.e. the deformation of the void space. Further research is still required to thoroughly understand the complex interrelations between these two patterns (column-like grain patterns and aggregates), even though interesting investigations have already been performed [35, 37] . Granular materials are special materials, from the continuum-mechanical viewpoint, in that they possess a distinct discrete character where the constituent grains have translational as well as rotational degrees of freedom. Thus, granular materials could be considered as micropolar materials (see for example [16] ).
In the context of multi-scale approaches applied to granular media, expressions for the average strain tensor as a function of microscopic quantities have been studied by many authors.
Such expressions relating characteristics of grains to macroscopic, continuum characteristics are valuable in interpreting experimental data or results from numerical simulations, or for micromechanical studies. Micromechanical expressions are preferably expressed in terms of deformation characteristics at the level of grains, i.e. involving relative displacements. In the present study, this micromechanical approach is adopted.
A variety of expressions for the average strain tensor has been developed and compared by performing numerical simulations, see for instance [4, 5, 6, 7, 12, 14, 15, 21, 24, 25, 26, 27, 30] . A critical appraisal of many of these expressions is given in [5, 14] . However, few attempts have been made so far to account for the influence of grain rotations on the average deformation gradient tensor. For instance, in [30] the strain tensor is computed by interpolation using a fixed grid. The granular assembly is discretized in a set of subvolumes containing a sufficiently large number of grains. The movements of the grains, including both translational and rotational components, are computed at each node of the grid within each subvolume. When the node is lcoated inside a grain, the exact displacement can be determined from the solid rigid motion of the grain. When the node belongs to the pore space, the movement is approximated by interpolation according to the location of this node with respect to the neighboring grains. Using a different line of reasoning, in [6] a description has recently been given of the deformation gradient tensor for loose two-dimensional granular assemblies that also accounts for the grain rotations. This approach involves the motion of the void to completely formulate the average deformation gradient of the granular medium. For the selected Representative Elementary Volume (REV for short), the surface-additivity property (see Section 2) for the average displacement gradient tensor is not easily verified.
The objective of this study is to formulate measures of average deformation at the macro-scale, continuummechanical level, in terms of the kinematical variables, grain displacements and grain rotations, at the microscale level of grains and intergrain contacts for dense granular assemblies.
The outline of this study is as follows. Firstly, the average-strain theorem is recalled in Section 2. Then the basics of micromechanics of granular materials are summarised in Section 3. The proposed expression for the average displacement gradient tensor, in terms of the translations and rotations of the grains (as well as some additional geometrical characteristics), is given in Section 4. This is followed by a verification of the developed micromechanical expression in Section 5. Employing this expression, the deformation in a complex case that involves a shear band is analysed in Section 6.
Average-strain theorem
Here the average-strain theorem is recalled, and its consequence for the micromechanical expression for the average strain is discussed. The continuum-mechanical displacement field is denoted by u(x), where x is the position vector. The (small-deformation) displacement gradient tensor α is defined by
In many cases the average displacement gradient tensor < α ij > S for a two-dimensional surface S is of interest. It is given by
where A is the area of surface S. Using Gauss' theorem, this equation can be rewritten as
where B is the boundary of the surface S, n is the outward unit normal vector and ds is the arc-length element along the boundary, see also Figure 1 . This important result is the average-strain theorem (see for example [1] ), according to which the average displacement gradient tensor is completely determined by the displacement at the boundary (and the geometry of the boundary). A consequence of this definition is that the average displacement gradient tensor should be given by an expression that is surface-additive (in the two-dimensional case considered here, rather than volume-additive in the three-dimensional case). When the surface S consists of two disjoint surfaces S 1 and S 2 , with corresponding average displacement gradient tensors < α > S1 and < α > S2 and areas A 1 and A 2 respectively, then the following equality should be satisfied
provided that there is no discontinuity in the displacement at the interface between the two surfaces. Note that this important additivity property is also satisfied by the definition of the average stress tensor 1 proposed in [13, 18, 19] . The displacement at the boundary will in general consist of two parts, one due to grain displacements and one due to grain rotations. Here an order of magnitude analysis of these contributions is first performed. The displacement due to grain translations at the boundary will scale as ϵL, where ϵ is a measure of the imposed strain and L is a macroscopic length scale. The displacement at the boundary due to grain rotation will scale as ωR, where ω is a measure of the grain rotation and R is an average grain radius. For granular materials the scale for the grain rotations ω equals ϵ. Hence, the ratio of the contribution of grain rotations over the contribution of grain translations to the displacement at the boundary scales as R/L (see also [6] ). This means that the contribution of grain rotations is small for very large assemblies. The contribution of grain rotations may possibly be important in small subsystems or in systems with large gradients in displacements, such as in shear bands.
The Einstein summation convention is employed here, in which a summation is implied over repeated coordinate subscripts.
The position vector of the centre of grain p is denoted by X p . The position vector of the contact point between grains p and q is given by X C(pq) . The vector from the centre of grain p to the contact point between grains p and q is R pq . Hence R pq = X C(pq) − X p and R qp = X C(qp) − X q (with X C(qp) = X C(pq) ). These vectors are shown in Figure 2 .
The kinematical degrees of freedom of grain p are its displacement vector U p and its rotation ω p . In the two-dimensional case considered here, this rotation is a scalar quantity. As grains are stiff, the displacement inside grains closely approximates that of rigid body motion
where Ω p denotes the rotation vector of grain p. For two-dimensional granular assemblies, Ω p = ω p e 3 where e 3 is the unit vector normal to the two-dimensional plane considered. The relative displacement ∆ pq at the contact point between grains p and q is then given by
The relative displacement consists of two contributions, the first term that involves the grain translations and the second term that involves grain rotations. The relative displacements are important for the constitutive relation at the contact level that links (increments of) relative displacements to (increments of) contact forces. For future conciseness in notation, the vectorR, that is associated with the vector R, is defined bŷ
where E ij denotes the two-dimensional permutation symbol. The vectorR is obtained from the vector R by counter-clockwise rotation over 90 • . Terms for the displacement due to grain rotations can now be expressed compactly as Ω ∧ R = ωR.
Expression for average displacement gradient, incorporating grain rotations
The average deformation of the assembly can be described in terms involving the grain kinematics. In this Section, basic results described in [6, 24] are reviewed and extended. The differences and commonalities between these results and the current results are discussed at the end of this Section. In order to evaluate the average displacement gradient tensor in Eq. (3), it is necessary to specify the boundary B, i.e. the surface S under consideration, and the displacement vector u at the boundary B.
Granular assemblies consist of grains and voids. Inside grains, the displacement field can be expressed in terms of the displacement of the grain centres U p and the grain rotations ω p , see Eq. (5). To avoid the complexities involved in the definition of a displacement field inside the voids (see [6] ), here it is preferred to select the boundary B such that it is always part of the grains. This is possible in the two-dimensional case considered here when the granular assembly is dense.
Loose granular assemblies have also been considered in [6] . Then the void phase has to be taken into account, and the continuation of the displacement field into the void phase must be defined, Additionally, the definition of the boundary of the REV is not so straightforward as for dense granular assemblies.
In the dense case the network of intergrain contacts tessellates the surface occupied by the two-dimensional assembly into closed loops (or polygons, or cycles in the Fig. 3 : Tessellation of part of an assembly: grains, intergrain contacts (indicated by lines joining the centres of grains in contact) and loops that are formed by contacts. terminology of graph theory) of intergrain contacts [24, 25] , as illustrated in Figure 3 .
To evaluate the integral in Eq. (3), a single loop is first considered. Then, when considering a larger surface (or an REV), the surface-additivity property Eq. (4) can be used. Therefore, only the definition of the average displacement gradient for a single loop is necessary.
To simplify the notation in the following derivations,
which is indicated in Figure 1 , (rather than the normal vector n) is considered. Since n = E · t, the integrals are related by ∫
The integral over the boundary of a loop is split into parts that correspond to the sides s of the loop, where each side is from the centre of a grain to the centre of the next grain, as illustrated in Figure 4 :
Inside each grain the displacement varies linearly, see Eq. (5) . The integral along a single, straight side s can then be evaluated as ∫
where U H(s) and U T (s) are the displacements at the 'head' and the 'tail' of the directed side s (see also Figure 4) . The total displacements at the contact point are denoted by U C(s)+ and U C(s)− (where C(s)+ is closest to H(s) and C(s)− is closest to T (s)). Note that these total displacements at the contact point are different for the two sides, as there is a relative displacement between the grains. The relative displacement ∆ s (defined in Eq. (6)) at the contact corresponding to side s is therefore given by
Using Eqs. (5) and (7) for the displacement inside grains, it follows that the total displacements at the contact point, U C(s)+ and U C(s)− , can be expressed in terms of grain displacements and rotations as
The following auxiliary relation will be used in the following ∑
where ϕ is an arbitrary quantity that is associated with a grain. This relation is the discrete analogue of the relation C dϕ ds ds = 0, which is valid for closed contours C.
Since the first term in Eq. (12) cancels out due to the previous auxiliary relation (with ϕ = U i X k ), it follows that the average displacement gradient of a single loop L (corresponding to the surface S L with area A L ) is given by
where we have used the relation
in combination with Eq. (12) . Note also that (see also Eq. (7))
Using the auxiliary relation Eq. (13) (with ϕ = X L0 i , where X L0 is the position vector of the centre of the loop L), the first term in Eq. (14) involving position vectors can be expressed in terms of position vectors relative to the centre of the loop
where the vector Y C(s) = X C(s) − X L0 (see also Figure  4 ), which reflects the local geometry. Note that the choice of position vector X L0 is, in principle, arbitrary. The first term in this expression involves the contribution of displacements of grain centres to the average displacement gradient. This term was also obtained in [24, 25] . The current study extends the formulation in these studies by including the influence of grain rotations on the average displacement gradient, as in [6] .
The formulated expression is such that it involves the difference of the displacement of the grains that are in contact, which forms a measure of deformation at the contact level (rather than the absolute grain displacement). The second term involves the contribution of grain rotations to the average displacement gradient.
Note that at a side shared by two loops, the displacement along the side is the same for these two loops. Hence, the displacement field implicit in the formulation is continuous. In Finite Element Method terminology, the loops can be considered as 'compatible' elements.
The average displacement gradient for the surface S (with area A) of the full REV is now given by
ensuring that the surface-additivity property, Eq. (4), is always satisfied. The expression for the average-displacement gradient tensor is formulated in terms of the displacements and rotations of the grains. By basing the formulation on elementary loops, the surface-additivity property, Eq. (4), is always satisfied, contrary to many micromechanical expressions for the strain tensor [7, 9, 12] . The final expression is such that it involves the difference of displacements of grains that are in contact. Regarding the contribution of the grain displacements, the current expression is equivalent to that given in [24] . In the current formulation the contribution of the grain rotations is also accounted for. In [6] , grain rotations have already been taken into account, but the micromechanical expression is given in terms of grain displacements (so not in terms of relative displacements that form a measure of deformation at the contact level). In addition, the formulation in [6] does not directly satisfy the surfaceadditivity property, Eq. (4). Thus, the current formulation forms a synthesis of formulations given in [6, 24] . In the following, extensive verification of the current formulation is described.
Verification by DEM simulations
To verify the developed micromechanical expression, detailed information is required on the grain displacements and rotations. This information is conveniently obtained from DEM simulations [10] . DEM simulations have been performed of a biaxial test (see Section 5.1) and of a shear test (see Section 5.2). The grain interaction model employed here in the DEM simulations is represented by two linear springs in directions normal and tangential to the contact, with corresponding normal and tangential spring stiffnesses k n and k t , respectively, in combination with a Coulomb friction law, |f c t | ≤ µf c n , where f c n and f c t are the normal and the tangential component of the force vector at contact c and µ is the interparticle friction coefficient. Here the value of µ = 0.5 has been selected. Since the grains are generally stiff, the deformation (or "overlap") of grains will be small. This is ensured here by selecting the normal stiffness k n such that p 0 /k n = 10 −3 (this is a dimensionless quantity in the two-dimensional case that is considered here), where p 0 is the initial hydrostatic confining pressure. The tangential stiffness k t is selected such that k t /k n = 0.5.
An initial assembliy consisting of 50000 disks has been generated from a log-normal distribution for the grain radius, where the ratio of the standard deviation over the mean grain radius equals 0.25. The initial assembly has been created by: (1) generating an assembly where the grains are not in contact, and (2) subsequently compressing the assembly slowly, using a small value for the interparticle friction coeffcient, until the required isotropic stress state is attained. The initial solid fraction of the sample was 0.832.
Major and minor principal stresses are denoted by σ 1 and σ 2 , respectively. Invariants p and q of the stress tensor are given by q = (σ 1 − σ 2 )/2 and the mean pressure p = (σ 1 +σ 2 )/2. Major and minor principal strains are denoted by ϵ 1 and ϵ 2 , respectively. Volumetric strain ϵ V is given by ϵ V = ϵ 1 + ϵ 2 .
Biaxial test
As a verification of the micromechanical expression for the average displacement gradient, the results of DEM simulation of a biaxial test have been used to compare the average displacement gradient according to Eqs. (16) and (17) with the macroscopic displacement gradient that is determined from the deformation of the periodic box.
In the biaxial test the principal strain ϵ 1 has been imposed, while the lateral minor principal stress σ 2 is kept constant. Periodic boundaries have been employed in order to obtain largely homogeneous deformation patterns.
The macroscopic response is shown in Figure 5 for the relative shear strength q/p and the volumetric strain ϵ V . The results show behaviour that is typical for an initially dense granular assembly. The shear strength q/p rapidly increases to a peak value, after which some softening occurs. Note that through the use of periodic boundaries the formation of large-scale, persistent shear bands is suppressed. The volumetric strain ϵ V shows a small initial compression, followed by dilation until a steady state is attained at large imposed strain ϵ 1 in which deformation occurs at constant stress and solid fraction.
For the micromechanical expression, Eqs. (16) and (17), the grain displacements and rotations are based on two states (or "snapshots") of the assembly (with corresponding grain positions and orientations), from which the grain displacements and rotations are determined. The tessellation is based on the "previous" snapshot. Note that the tessellation is only required to determine the loops. The displacements follow from the difference in positions of the grains, irrespective of the nature of the contacts (maintained, disrupted or created between the snapshots).
The micromechanical expression then provides the increment of the average displacement gradient of the assembly between these two states. The values for the components of the displacement gradient determined from the micromechanical expression, Eqs. (16) and (17) , are visually indistinguishable from the macroscopic equivalent that is determined from the macroscopic deformation of the periodic box (and are therefore not shown separately in Figure 5 ). Quantitatively, at the final configuration the relative difference is less than 0.4% (the deviation being due to the incremental calculation of the total strains according to the micromechanical expression from the increments).
Shear test
As an additional verification of the developed micromechanical expression, a shear test is considered where periodic boundary conditions have again been employed.
Here the shear deformation is imposed, while the vertical stress is kept constant. This is depicted schematically in Figure 6 . The shear component of the deformation is characterised by the angle γ. The same initial assembly and the same contact model (and associated parameters) are used as for the DEM simulation of the biaxial test in Section 5.1. In the shear test the average rotation of the grains is not equal to zero, contrary to that in the biaxial test. Therefore, the shear test is more complex. The macroscopic response, in terms of shear strength q/p and volumetric strain ϵ V is shown in Figure 7 . This is (expectedly) very similar to the response in the biaxial test (shown in Figure 5 ).
The average displacement gradients according to the micromechanical expression, Eqs. (16) and (17), and according to the macroscopic deformation of the periodic box agree very well (the components α 12 and α 21 according to the micromechanical expression are effectively zero, which is the macroscopic value). Quantitatively, at the final configuration the relative difference is less than 0.2% (the deviation again being due to the incremental calculation of the total strains according to the micromechanical expression from the increments.
Shear band analysis
The results of the analysis of the biaxial and the shear test have demonstrated that the developed micromechanical expression for the average displacement gradient tensor correctly reconstructs the overall, macroscopic deformation. Therefore, this expression will now be employed to analyse more complex deformation that involves a shear band.
For this case results from a DEM simulation are used that are slightly different from the DEM simulations described in Section 5. A biaxial test is again considered, but with flat, rigid, physical walls (instead of the periodic boundaries employed in the DEM simulations in Section 5). The number of grains in this simulation is 20150, which is smaller than that in the simulations reported in Section 5. The initial assembly has been created using a method similar to that described in Section 5. In the subsequent simulation, an interparticle friction coefficient µ = 0.7 and a stiffness ratio k t /k n = 0.42 have been employed. The particle-wall friction coefficient equals zero. The initial solid fraction of the sample was 0.852. Full details of this simulation are given in [22] .
The macroscopic response, in terms of the shear strength q/p and the volumetric strain ϵ V , is shown in Figure 8 . The shear strength q/p shows a marked decrease following the peak shear-strength. Then a residual deviatoric stress plateau is reached. The volumetric strain shows the usual trends for dense specimens. After a first contactant stage, the specimen dilates, then shows a nearly isochoric behaviour. This behaviour occurs at the same time as the development of the deviatoric stress plateau. It corresponds to the so-called critical state known in soil mechanics: the material undergoes large shear strains under a constant deviatoric stress, without volume strain. In [22] , the instability characteristics of the results of this simulation are analysed in detail, where it is shown that a shear band arises at the state of peak shear-strength.
Note that in the micromechanical formulation the outer boundary of the full system does not coincide with the physical walls, but instead is composed of the boundaries of the outer loops. Thus, in the present formulation the void cells adjacent to the physical walls are ignored.
In the following, the average displacement gradient tensor is investigated in Section 6.1. The spatial variation of the displacement gradient tensor, with an emphasis on the shear band region, is reported in Section 6.2.
Average displacement gradient
Increments of the average displacement gradient of the whole system (i.e. the macroscopic value based on the deformation of the walls) and according to the micromechanical expression (based on Eqs. (16) and (17)) have been determined over the range of imposed strain, ϵ 1 . The results are shown in Figure 9 . The diagonal components dα 11 and dα 22 of the increments of the macroscopic and the micromechanical displacement gradient agree very well over the whole range of imposed deformation. The off-diagonal components, dα 12 and dα 21 , of the displacement gradient tensor are expected to be zero in biaxial tests (this is the value corresponding to the deformation of the walls, i.e. the macroscopic value). This is the case for the micromechanical expression for small imposed strain ϵ 1 only. At larger imposed strain ϵ 1 , the off-diagonal components are not equal to zero. Hence, the solid walls enforce the motion of the system, but they allow for some shear and rotation of the assembly within the walls.
The origin of the discrepency between off-diagonal components of the increments of the macroscopic and the micromechanical displacement gradient tensors is investigated by replotting the previous data, with shear strength q/p along the horizontal axis and dα 12 along the vertical axis. Figure 10 shows that the off-diagonal component dα 12 initially is small in the pre-peak/peak regime where the shear strength q/p increases from nearly zero in the initial state to the state of peak shearstrength when the shear band is formed. In the postpeak regime (i.e. for strains larger than that at which the peak shear-strength occurs), there is a significant difference between the expected macroscopic value of zero of dα 12 and that according to the micromechanical expression (see the upper set of data points in Figure  10 ).
For states of the assembly where the shear band is present, an investigation of the displacements of grains located near the walls demonstrated (data not shown) that the grain displacement field corresponds to that schematically indicated in Figure 11 . This near-wall displacement field results in non-zero off-diagonal compo- To investigate the spatial homogeneity of the assembly, it is divided into three parts, as indicated in Figure 11 . The location of the shear band (when it is present) has been estimated visually from the grain displacements. This corresponds to part B. The lower part is Part A and the upper part is Part C.
The components of the average displacement gradient tensors of these three parts have been determined, using the developed micromechanical expression, Eqs. (16) and (17) . The results are shown in Figure 12 , together with the macroscopic displacement gradient tensor as determined from the deformation of the bounding walls. Up to an imposed strain ϵ 1 of 1%, the displacement gradient in all three parts is the same and equal to the macroscopic displacement gradient. This is characteristic of homogeneous deformation. At strains ϵ 1 larger than 1%, deformation mainly occurs within the shear band. The upper and lower parts A and C behave as nearly-rigid bodies. Note also that the off-diagonal components dα 12 and dα 21 are effectively zero outside of the shear band. The micromechanical deformation measures also demonstrate a clear strain localisation.
Spatial variation of displacement gradient
To assess the spatial variability of the deformation of all the loops, the increment of the volumetric strain ⟨dϵ V ⟩ S L is shown in Figure 13 in normalised form. This Figure shows regions with small strains, i.e. regions that behave as nearly-rigid bodies (such as Parts A and C in Figure 11 ). The deformation is localised in the shear band where the deformation is large. Notable is the significant heterogeneity of the deformation in the shear band and the adjacent regions. Smaller patches with significant deformation are also present outside of the shear band. Fig. 13 : Increment of the average volumetric strain of loops, based on two states ("snapshots") near the state with peak shear strength. Shown are normalised volumetric strains, i.e. the ratio between actual volumetric strain relative to the mean volumetric strain over the standard deviation of the volumetric strains. Figure 13 shows that there is considerable heterogeneity in the average displacement gradients of the loops. To investigate whether patterns exist for the variation of the displacement gradient tensor inside the shear band, the average displacement gradient tensors of the loops are averaged in the direction transverse to the shear band. As a result, the spatial dependence of Figure 11 and W is the width of the shear band, based on visual observation. the transversely-averaged displacement gradient α ij (ξ) is obtained, where ξ is the coordinate perpendicular to the shear band; ξ = 0 corresponds to the bottom of the shear band, while ξ = W corresponds to the top (see also Figure 11 ). The results for α ij (ξ) are shown in Figure 14 .
Since dα 12 ̸ = dα 21 , an average rotation is present inside the shear band. Furthermore, the material dilates inside the shear band. At the edges of the shear band (ξ = 0 and ξ = W ), as determined visually, the displacement gradient tensor does not equal zero. Hence, the shear band is thicker than expected based on the visual estimate.
When the contribution of the grain rotations to the average displacement gradient tensor in Eq. (16) is evaluated separately, it is found that its magnitude is much smaller (only a few percent) than the magnitude of the grain displacement contribution. This leads to the (negative) conclusion that the influence of the grain rotations on the average displacement gradient is negligible for dense assemblies, even in cases (such as the shear band considered here) where large gradients in grain displacements are present.
Conclusions
A surface-additive micromechanical formulation for the average displacement gradient has been proposed that forms a synthesis of previous work by incorporating the contribution of grain rotations and by expressing it in terms involving the relative displacements at intergrain contacts.
The resulting expression has been verified by comparing its results with the macroscopic deformation, as determined from the boundary displacements. For a biaxial test and a shear test, both employing periodic boundary conditions, good agreement has been found.
Using the developed micromechanical formulation, the deformation in a complex case involving a shear band has been analysed. Initially, the microscopic and macroscopic average displacement gradients are equal. At the state of peak shear-strength, deviations arise for the off-diagonal components of the displacement gradient tensor. This means that the assembly undergoes some shear and rotation inside the physical bounding walls.
The spatial homogeneity of the deformation has been studied by using the developed micromechanical expression for the deformation gradient tensor to different parts of the assembly. Up to the state of peak shearstrength, the deformation is homogeneous, but for larger imposed strains, clear localisation of the deformation is observed with large deformation inside the shear band, while the regions oustide of the shear band behave as semi-rigid bodies.
The average displacement gradient tensors of the loops show strong spatial heterogeneity. Patches of loops with large deformation are also observed outside of the shear band.
As a step towards detailed investigations of the kinematics inside shear bands, the average displacement gradient has been transversely averaged. The resulting profiles for the variation of the displacement gradient perpendicular to the shear band show clear patterns. The detailed investigation of these profiles is hampered by the limited size of the considered assembly.
The contribution of rotations to the average displacement gradient has been shown to be negligible for the dense assemblies considered here, even in a case of system with a shear band where large gradients in the grain displacements exist.
For future studies of deformation inside shear bands it is recommended to employ (much) larger assemblies in order to obtain (more) reliable results. The current study does not provide for an expression for the average (Cosserat) rotation. The formulation of such an expression will be reported in future work.
